Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.098; data-to-parameter ratio = 13.5. The title Schiff base compound, C 14 H 12 N 2 O 4 , is in an intermediate state between NH and OH tautomers. Apart from the intramolecular O-HÁ Á ÁN hydrogen bond, there are intermolecular C-HÁ Á ÁO hydrogen bonds, generating centrosymmetric R 2 2 (18) and R 2 2 (14) dimers. Related literature For a related structure, see: Karabıyık et al. (2007). For geometric parameters, see: Allen et al. (1987); Glidewell et al. (2004); Zeller & Hunter (2004). Experimental Crystal data C 14 H 12 N 2 O 4 M r = 272.26 Monoclinic, P2 1 =c a = 3.8883 (3) Å b = 21.6202 (17) Å c = 15.3127 (11) Å = 97.887 (1) V = 1275.10 (17) Å 3 Z = 4 Mo K radiation = 0.11 mm À1 T = 296 K 0.80 Â 0.22 Â 0.21 mm Data collection Stoe IPDS-II diffractometer Absorption correction: integration (X-RED; Stoe & Cie, 2002) T min = 0.945, T max = 0.982 8242 measured reflections 2501 independent reflections 1710 reflections with I > 2(I) R int = 0.033
Hydrogen-bond geometry (Å , ). (1.339 and 1.279 Å, respectively), (Allen et al., 1987) . In particular, C6-O1 bond length (1.318 Å) is significantly shorter than its expected value.
The molecular structure of 2-[(4-Methoxyphenyl)iminomethyl]-4-nitrophenylen-1-olate is shown in Fig. 1 . The conformation is stabilized by an intramolecular O-H···N hydrogen bond. It is a well known fact that H atoms participating in intramolecular hydrogen bonds in Schiff bases are rather mobile. The molecule can be regarded as having an intermediate state between its canonical OH and NH forms, and therefore the O1-H1 bond (1.246 Å) remains somewhat longer than its expected value. On the other hand, the C3-N2 bond length [1.4521 (18) The molecule is nearly planar and the dihedral angle between the two benzene rings is 3.28 (7) Å. The crystal packing is stabilized by intermolecular C-H···O hydrogen bonds generating centrosymmetric R 2 2 (18) and R 2 2 (14) dimers.
Experimental
The compound 2-[(4-Methoxyphenyl)iminomethyl]-4-nitrophenylen-1-olate was prepared by reflux a mixture of a solution containing 2-Hydroxy-5-nitrobenzaldehyde(0.0574 g 0.34 mmol) in 20 ml e thanol and a solution containing p-Anisidine (0.0423 g 0.34 mmol) in 20 ml e thanol. The reaction mixture was stirred for 1 hunder reflux. The crystals of (E)-2-[(4-Methoxyphenylimino)methyl]-4-nitrophenol suitable for X-ray analysis were obtained from ethylalcohol by slow evaporation (yield % 41; m.p.445-446 K).
Refinement
All H atoms (expect for H1) were positioned geometrically and treated using a riding model, fixing the bond lengths at 0.93 and 0.96 Å for CH(aromatic) and CH 3 , respectively. The displacement parameters of the H atoms were constrained as U iso (H) = 1.2U eq (C aromatic ) or 1.5U eq (C methyl ). The position of the H1 atom was obtained from a difference map and this atom was refined freely. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq H1 0.080 (7) 0.5420 (15) 0.3247 (17) 0.159 (9)* C1 0.1593 (4) 0.54973 (7) 0.17787 (9) 0.0525 (4) C2 0.1968 (4) 0.55582 (7) 0.08919 (9) 0.0551 (4) H2 0.2959 0.5240 0.0603 0.066* C3 0.0878 (4) 0.60869 (7) 0.04447 (9) 0.0537 (4) 0.0523 (9) 0.0528 (9) 0.0607 (8) −0.0028 (7) 0.0094 (7) −0.0089 (7) C3 0.0515 (9) 0.0527 (9) 0.0560 (8) −0.0061 (7) 0.0040 (6) −0.0060 (6) C4 0.0566 (9) 0.0532 (9) 0.0721 (10) 0.0006 (8) −0.0001 (7) −0.0049 (7) C5 0.0640 (10) 0.0580 (10) 0.0692 (9) 0.0066 (8) 0.0079 (7) −0.0129 (7) C6 0.0483 (9) 0.0590 (10) 0.0619 (9) −0.0026 (7) 0.0051 (6) −0.0121 (7) C7 0.0521 (9) 0.0580 (10) 0.0610 (9) −0.0009 (7) 0.0090 (6) −0.0106 (7) (7) 0.0687 (7) 0.0070 (6) 0.0115 (5) −0.0007 (5) O3 0.0992 (10) 0.0787 (9) 0.0677 (7) 0.0089 (7) 0.0251 (6) −0.0054 (6) O4 0.1139 (11) 0.0697 (8) 0.0719 (7) 0.0082 (8) 0.0038 (6) 0.0113 (6) Geometric parameters (Å, °) 
